Computational details
Geometry optimisation and single-point computations were conducted in solvents (water and n-octanol) using the B3LYP-D3 functional [S1-S3] in conjunction with the 6-311G(d,p) basis set [S4, S5] in view to calculate the lipophilicity of relevant species studied to this work. Geometry optimisation was followed by analytic Hessian computation using the same methods. The absence of negative Hessian eigenvalues confirmed the stationary points as minima on the potential energy hypersurfaces.
Solvent effect was taken into account based on the polarisable continuum model [S6] . The classical descriptor for lipophilicity is the log Po/w (partition coefficient between n-octanol and water) [S7] . The log Po/w values were obtained using equation (1):
(1)
where R is the universal gas constant (8.314 J. K -1 .mol -1 ), T is the system temperature (298.15 K) and ΔG (in J.mol -1 ) is the difference between the solvation absolute Gibbs free energies in water (Gwater) and in noctanol (Gn-octanol). The log Po/w values for the species were also calculated via the SwissADME [S7] and the ALOGPS 2.1 program [S8] .
All computations were performed by means of resources provided (Gaussian 09 package [S9] ) by SEAGrid [S10-S14]. Table S1 . log Po/w of species relevant to this study obtained using SwissADME web tool [S7] . 
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